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In the title compound, C 13 H 10 N 2 S, the dihedral angle between the imidazole and thiophene rings is 16.89 (19) , and the double bond adopts an E configuration. In the crystal structure, N-HÁ Á ÁN hydrogen bonds link the molecules into rows along b. There is also evidence of weak C-HÁ Á ÁS interactions.
Related literature
For general background, see: Huang et al. (2003) ; Wang et al. (2005) ; Ye et al. (2006 Ye et al. ( , 2007 . For the crystal structures of related compounds, see: Ozbey et al. (1998) ; Li & Clarkson (2007) .
Experimental
Crystal data C 13 H 10 N 2 S M r = 226.06 Orthorhombic, Pnna a = 12.239 (2) Å b = 16.389 (3) Å c = 11.487 (2) Å V = 2304.1 (7) Å 3 Z = 8 Mo K radiation = 0.25 mm À1 T = 293 (2) K 0.15 Â 0.10 Â 0.07 mm
Data collection
Rigaku Mercury2 diffractometer Absorption correction: multi-scan (CrystalClear; Rigaku, 2005) T min = 0.796, T max = 1.000 (expected range = 0.782-0.983) 21849 measured reflections 2637 independent reflections 1360 reflections with I > 2(I) R int = 0.145 Refinement R[F 2 > 2(F 2 )] = 0.084 wR(F 2 ) = 0.214 S = 1.07 2637 reflections 145 parameters 1 restraint H-atom parameters constrained Á max = 0.22 e Å À3 Á min = À0.28 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: CrystalClear (Rigaku, 2005) ; cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL. It has been generally accepted that imidazole groups play an important role in coordination chemistry (Huang et al., 2003) . A flexible ligand readily induces coordination compounds to crystallize in non-centrosymmetric space groups, which makes it possible to investigate their interesting physical properties such as second harmonic generation, ferroelectric and piezoelectric properties (Wang et al., 2005) . As a continuation of our work in this field, (Ye et al., 2006 (Ye et al., , 2007 , we have synthesized the title compound, 1, Fig 1. The title compound, C 12 H 10 N 2 S, was successfully prepared through the reaction between 2-methyl-1H- Experimental 2-methyl-1H-benzo[d]imidazole (10 mmol, 1.32 g) and thiophene-2-carbaldehyde (45 mmol, 5.04 g) were reacted as a melt at 180°C with stirring for 18 h. Then 20 ml 2-propanol and 1.5 g oxalic acid were added to the reaction mixture, the solution filtered and the precipitate washed with copious quantities of boiling water. The pH was adjusted to 8-9 with ammonia to afford the title compound as a pale-yellow solid powder. Crystals suitable for single-crystal X-ray diffraction studies were obtained by slow evaporation of a solution in ethanol at room temperature over several days.
Refinement
All carbon-bound H atoms were positioned geometrically, with C-H = 0.93 Å and included in the refinement as riding, withU iso (H) = 1.2U eq . The H atoms attached to N were found in the difference Fourier map and were subsequently treated as riding atoms, with N-H = 0.86 Å, and U iso (H) = 1.2U eq (N). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Occ. (<1) S1 0.88515 (10) 0.06908 (7) 0.51647 (11) 0.0801 (5) 
